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Rietveld refinement results

WUBDOM
Explanatory notes to the structures in the ESI
Structures listed under "Experiment" are reinterpretations of previously published crystal structures from XRPD and are intended for inclusion in e.g. the Cambridge Structural Database. All unit-cell parameters and atomic coordinates for non-H atoms are based on the experimental data, the experimental unit cell and the experimental atomic coordinates as published. The positions of all H atoms are the result of a DFT-D energy-minimisation with the unit cell and positions of the non-H atoms kept fixed. Where a single-crystal (SX) structure is known, that structure is considered to be the definite structure. Structures listed under "Energy-minimisation" are the corresponding energy-minimised structures with the unit cell free; these structures, with file names ending in *_mi_ucf.cif, are the result of an energy-minimisation and should not be incorporated in e.g. the Cambridge Structural Database.
Re-refined structures
The unit cell and the non-H atoms were obtained by Rietveld refinement against the published XRPD data of the original publications, the positions of all H atoms are the result of a DFT-D energy-minimisation with the unit cell and positions of the non-H atoms kept fixed.
EPHEDH03_mi_ucf.cif a WUBDOM_rerefined.cif WUBDOM_mi_ucf.cif a zb5033_FormX_rerefined.cif zb5033_FormX_mi_ucf.cif a a The energy-minimised structures of the low-quality and the high-quality structures are the same.
Corrected structures
The unit cell and the non-H atoms were obtained by Rietveld refinement against the published XRPD data of the original publications, the positions of all H atoms are the result of a DFT-D energy-minimisation with the unit cell and positions of the non-H atoms kept fixed. YIRVOL_corrected_mi_ucf.cif a The energy-minimised structures of the original and the corrected structure are the same. b LAKKEO is an XRPD structure with an incorrectly positioned C atom; LAKKEO01 is an SX structure with incorrectly positioned H atoms.
Added H atoms
The unit cell and the non-H atoms are taken from the original publications, the positions of all H atoms are the result of a DFT-D energy-minimisation with the unit cell and positions of the non-H atoms kept fixed. UKIRAI_corrected_mi_ucf.cif a The energy-minimised structures of the original and the corrected structures are the same. b LAKKEO is an XRPD structure with an incorrectly positioned C atom; LAKKEO01 is an SX structure with incorrectly positioned H atoms.
